Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.028; wR factor = 0.073; data-to-parameter ratio = 14.6. organic compounds o908 Abdel-Aziz et al.
The five-membered ring in the title imidazolidinone derivative, C 11 H 12 N 2 O 2 S, adopts an envelope conformation with the S-bound C atom being the flap atom. Overall, the molecule has a U-shaped conformation as both rings are folded towards each other [dihedral angle = 31.66 (6) ]. An eight-membered amide {Á Á ÁHNCO} 2 synthon leads to hydrogen-bonded dimeric aggregates in the crystal: these are additionally linked by C-HÁ Á Á interactions.
Related literature
For the antitumour potential of imidazolidinones, see: Abdel-Aziz et al. (2012) . For ring conformational analysis, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C6-C11 ring. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) x À 1 2 ; Ày þ 1 2 ; z À 1 2 .
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Tiekink Comment
A recent study described the anti-tumor potential of imidazolidinones (Abdel-Aziz et al., 2012) . In continuation of these studies, herein, the crystal structure determination of an imidazolidinone derivative, 1-acetyl-4-(phenylthio)imidazolidin-2-one (I) is described.
The five-membered ring in (I), Fig. 1 , adopts an envelope conformation with the C4 atom being the flap atom. The puckering parameters (Cremer & Pople, 1975) are Q = 0.2364 (12) Å and φ 2 = 113.9 (3)°. The molecule has a U-shaped conformation whereby the five-and six-membered rings lie to the same side of the molecule and form a dihedral angle of 31.66 (6)°.
In the crystal packing, centrosymmetrically related molecules associate via N-H···O hydrogen bonds leading to the familiar eight-membered amide {···HNCO} 2 synthon, Table 1 . The dimers are connected into the three-dimensional architecture by C-H···π interactions, Fig. 2 and Table 1 .
Experimental
At room temperature, trifluoroacetic acid (0.3 equiv.) was added drop wise to a stirred solution of 1-acetyl-4-methoxyimidazolidin-2-one (1 equiv.) and thiophenol (1 equiv.) in dry CH 3 CN (0.01 mol/l) over a period of 15 min. After being stirred for 2 h at room temperature, the mixture was quenched by adding ammonium chloride solution (5 ml). The product was extracted with ethylacetate, washed with brine and dried over anhydrous sodium sulfate. The product obtained after evaporation of solvent was purified by column chromatography using a mixture of hexane and CHCl 3 (1: 21, 48.95, 56.17, 127.51, 129.07, 129.36, 129.46, 135.22, 155.12, 170.11 .
Refinement
Carbon-bound H atoms were placed in calculated positions [C-H = 0.95 to 1.00 Å, U iso (H) = 1.2-1.5U eq (C)] and were included in the refinement in the riding model approximation. The H atom bonded to N was freely refined.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.90697 (4) 0.65626 (2) 0.0252 (7) 0.0177 (6) 0.0158 (6) −0.0051 (5) 0.0065 (5) −0.0022 (4) C8 0.0300 (7) 0.0150 (6) 0.0170 (6) −0.0016 (5) −0.0001 (5) 0.0010 (5) C9 0.0189 (6) 0.0175 (6) 0.0231 (6) 0.0004 (5) −0.0006 (5) −0.0038 (5) C10 0.0179 (6) 0.0189 (6) 0.0178 (6) −0.0042 (5) 0.0046 (5) −0.0045 (5) C11 0.0187 (6) 0.0159 (6) 0.0128 (5) −0.0046 (5) 0.0015 (4) −0.0015 (4) Geometric parameters (Å, º) S1-C6 1.7771 (13) C4-H4 1.0000 S1-C4 
